. H-1 H STOCSY of Synthetic Mixtures. Normalized and scaled 1D 1 H spectra were used to make 1 H-1 H correlation maps (STOCSY). Peak lists generated from these correlations were used for database searches. Figure S2 . PCA separation of the mixtures A (blue) and B (red).
13 C spectra were peak picked and 1 H spectra were binned prior to analysis. Metabolite peaks are indicated by the letter abbreviations given in Table S1 . Both mixtures were separated using PCA. The 13 C loadings plot (A) of PC1 provided unambiguous peak assignment. The Figure S4 . 2D statistical correlations from mouse serum. 13 C-13 C STOCSY (A) and 13 C-1 H SHY (B) show highly correlated peaks representing metabolites identified within the mixture. Using the driver peak at 29.8 ppm and the correlating peaks in the 13 C (A) and the 1 H (B), we identified linoleic acid as the specific fatty acid contributing to that signal. The BMRB spectra of linoleic acid are shown above as a reference (black). Note that the proton SHY correlations are less helpful than the 13 C STOCSY correlations in database matching. 
